Figure S1: Variation of the average orbital energy for ten occupied frontier molecular orbitals during the 3 −→ 4 reaction. The computations were performed using the EH Hamiltonian. Figure S2: Variation of the average orbital energy for two unoccupied frontier molecular orbitals during the 3 −→ 4 reaction. The computations were performed using the EH Hamiltonian. Figure S3 : DFTB transmission during the mechanically-activated cis-to-trans isomerization of the system with two equivalent cycles 3 −→ 4, considering (a) 0 K and (b) 300 K Fermi distributions. In both cases a semi infinite armchair GNR was used as an electrode. The qualitative features of the conductance profiles are equivalent in both cases. 
